Hydrogen-bond geometry (Å , ). The geometrical parameters for (I) ( Table 1) show the conjugation present: the length of the C1═O1 and C═O2 double bond is greater than that of a normal C═O double bond. The lengths of the C1-N1, C1-N2, C8-N2 bonds are shorter than that of normal C-N single bonds. The 2,3,5-trichlorophenyl ring of the title compound is almost coplanar with the urea group, whereas the 2,6-difluorophenyl ring is twisted from the urea plane by 60.58 (10)°. An intramolecular N-H-O hydrogen bond stabilizes the molecular conformation. The crystal packing of the title compound formed by intermolecular N-H-O hydrogen bonds and F···F bond (Fig 2) .
Experimental
A solution of 2,6-difluorobenzoyl isocyanate (II) (10 mmol, 1.0 equiv.) in 1,2-dichloroethane (10 ml) was added to a stirred solution of 2,3,5-trichloroaniline (III) (10 mmol, 1.0 equiv.) in dry 1,2-dichloroethane (20 ml) and stirred at room temperature for 24 hrs, the solvent was removed in vacuo and the residue was recrystallized with ethyl acetate to give desired compounds as white needle-crystals (I) in 93% yield (Lin et al., 2003; Lin et al., 2005) . The desire product recrystallized from acetone (m.p. 517 K).
Refinement
In the absence of significant anomalous dispersion effects, Freidel pairs were merged; the absolute configuration was assigned on the basis of the known configuration of the starting material. All H atoms were placed in idealized positions and refined with riding constraints, with C-H distances in the range 0.93-0.96 Å and with U iso (H) = 1.2 or 1.5 times U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.03364 (7) 0.50654 (2) 0.15961 (2) 0.02733 (12) Cl2 −0.07937 (7) 0.40202 (2) 0.05408 (2) 0.03038 (12) (7) 0.0345 (6) −0.0041 (5) 0.0055 (5) −0.0001 (5) O1 0.0437 (8) 0.0258 (7) 0.0185 (6) −0.0046 (6) 0.0073 (6) −0.0011 (5) O2 0.0277 (7) 0.0292 (7) 0.0178 (6) −0.0046 (6) 0.0037 (5) −0.0016 (5) O3 0.0349 (8) 0.0192 (7) 0.0204 (6) −0.0058 (6) 0.0052 (5) 0.0014 (5) O4 0.0319 (7) 0.0177 (7) 0.0229 (6) −0.0010 (5) 0.0050 (5) 0.0041 (5) N1 0.0256 (9) 0.0223 (9) 0.0166 (7) −0.0023 (7) 0.0035 (6) −0.0022 (6) N2 0.0290 (9) 0.0241 (9) 0.0149 (7) −0.0038 (7) 0.0048 (6) −0.0033 (6) N3 0.0258 (8) 0.0179 (8) 0.0172 (7) −0.0012 (7) 0.0031 (6) 0.0026 (6) N4 0.0257 (8) 0.0174 (8) 0.0176 (7) −0.0017 (6) 0.0039 (6) 0.0034 (6) C1 0.0236 (10) 0.0244 (10) 0.0184 (8) −0.0008 (8) 0.0027 (7) −0.0035 (7) C2 0.0163 (9) 0.0248 (10) 0.0182 (8) 0.0019 (7) 0.0023 (7) −0.0053 (7) C3 0.0180 (9) 0.0248 (10) 0.0212 (8) 0.0025 (7) 0.0032 (7) −0.0002 (7) C4 0.0177 (9) 0.0317 (11) 0.0178 (8) 0.0041 (8) 0.0007 (7) −0.0059 (7) C5 0.0216 (10) 0.0263 (10) 0.0259 (9) 0.0025 (8) 0.0026 (7) −0.0067 (7) C6 0.0179 (9) 0.0216 (10) 0.0286 (9) 0.0031 (7) 0.0031 (7) −0.0017 (7) C7 0.0182 (9) 0.0265 (10) 0.0198 (8) 0.0029 (7) 0.0015 (7) −0.0006 (7) C8 0.0155 (9) 0.0257 (10) 0.0203 (8) 0.0000 (7) 0.0017 (7) 0.0000 (7) C9 0.0220 (9) 0.0226 (10) 0.0173 (8) 0.0009 (7) 0.0005 (7) 0.0004 (7) C10 0.0212 (10) 0.0313 (11) 0.0287 (10) 0.0002 (8) 0.0040 (8) −0.0021 (8) C11 0.0374 (12) 0.0305 (12) 0.0325 (11) 0.0085 (9) 0.0101 (9) −0.0058 (8) C12 0.0482 (13) 0.0213 (10) 0.0249 (9) 0.0001 (9) 0.0043 (9) −0.0016 (8) C13
0.0349 (12) 0.0274 (11) 0.0251 (9) −0.0068 (9) 0.0028 (8) 0.0001 (8) C14 0.0235 (10) 0.0278 (11) 0.0250 (9) −0.0001 (8) 0.0052 (7) −0.0012 (7) C15 0.0188 (9) 0.0206 (10) 0.0190 (8) 0.0016 (7) 0.0039 (7) 0.0029 (7) C16 0.0171 (9) 0.0221 (9) 0.0190 (8) 0.0025 (7) 0.0027 (7) 0.0039 (7) C17 0.0175 (9) 0.0213 (10) 0.0231 (9) 0.0011 (7) 0.0034 (7) 0.0036 (7) C18 0.0219 (9) 0.0244 (10) 0.0221 (9) 0.0023 (8) 0.0047 (7) 0.0090 (7) C19 0.0227 (10) 0.0316 (11) 0.0185 (8) 0.0034 (8) 0.0049 (7) 0.0044 (7) C20 0.0184 (9) 0.0243 (10) 0.0232 (9) 0.0040 (7) 0.0027 (7) −0.0003 (7) C21 0.0199 (9) 0.0206 (9) 0.0223 (9) 0.0028 (7) 0.0039 (7) 0.0047 (7) C22 0.0156 (9) 0.0177 (9) 0.0214 (8) 0.0036 (7) 0.0032 (7) −0.0001 (7) C23 0.0217 (9) 0.0147 (9) 0.0197 (8) 0.0030 (7) 0.0049 (7) 0.0013 (6) C24 0.0237 (10) 0.0179 (9) 0.0250 (9) −0.0003 (7) 0.0075 (7) 0.0028 (7) C25 0.0301 (11) 0.0239 (10) 0.0249 (9) −0.0028 (8) −0.0017 (8) 0.0020 (7) C26 0.0461 (13) 0.0223 (10) 0.0192 (9) −0.0019 (9) 0.0056 (8) −0.0004 (7) C27 0.0328 (11) 0.0251 (11) 0.0283 (10) −0.0008 (8) 0.0142 (8) 0.0011 (8) C28 0.0209 (9) 0.0203 (10) 0.0265 (9) 0.0010 (7) 0.0040 (7) −0.0014 (7) Geometric parameters (Å, °) (2) 140 (2) N4-H4···O3 ii 0.91 (2) 1.93 (2) 2.8378 (18) 176 (2) Symmetry codes: (i) −x, −y+1, −z+1; (ii) −x+1, −y+1, −z.
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